Molybdenum(0) Fischer ethoxycarbene complexes: Synthesis, X-ray crystal structures and DFT study

Optimized Cartesian coordinates (Å)
All compounds were optimized B3LYP as implemented in the Gaussian 09 program package. Geometries of the neutral complexes were optimized in gas phase with the triple-ζ basis set 6-311G(d,p) on all atoms except Mo and As, where def2-TZVPP was used. The coordinates of the lowest energy conformation of each complex are provided.
[(CO) 5 MoC(OEt)(C 4 H 3 S)] (1)
Mo -0.239711000 -1.202778000 0.000000000 C -1.595514000 -0.735396000 1.481003000 C -1.595514000 -0.735396000 -1.481003000 C 1.076183000 -1.805933000 -1.465084000 C 1.076183000 - 
Crystallographic supplementary material
Complex 3: Crystal data and structure refinement Complex 4: Crystal data and structure refinement Atomic displacement parameters (ADP's) are shown at the 50% probability level.
